Qualitative Analysis Report

Data Filename  TOX21_400014_TMS 1.D Sample Name NCGC Tox21_400014 from A19 SP109715
Position 19 Instrument Name 5975C_MR
User Name Kirill Acq Method B1_28-0_2_520_mt384_sndv.M

User Chromatograms
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http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144213975

Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"
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Peak (2) in "+ TIC Scan"

x1047

3,
2.5
2,
1.51
1
0.5

0

+ Scan (7.459-7.545 min, 16 Scans) TOX21_400014_TMS 1.D Subtract

69.0

45.0
280 ‘ 61.0
150‘ \‘\‘ ‘ m‘\ | u‘\‘h

78.0

85.9 97"0 . M

126.0

4.0 \

173.0

147.0 157.9

20 30 40 50 60 70

80

90 100 110

120 130

Counts vs. Mass-to-Charge (m/z)

140 150 160 170

Spectrum Source
Peak (3) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 3
3,
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2
1.5
1]
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+ Scan (11.358-11.445 min, 16 Scans) TOX21_400014_TMS 1.D Subtract
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Counts vs. Mass-to-Charge (m/z)

120 130 140

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (11.763-11.856 min, 17 Scans) TOX21_400014_TMS 1.D Subtract
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‘. Agilent Technologies Page 3 of 3

Printed at: 12:32 PM on: 5/14/2014



Qualitative Analysis Report

Data Filename  TOX21_400014_TMS 2.D Sample Name NCGC Tox21_400014 from M16 SP109728
Position 304 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.464 min, 17 Scans) TOX21_400014_TMS 2.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x104 |+ Scan (7.933-8.037 min, 19 Scans) TOX21_400014_TMS 2.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"

x103 |+ Scan (8.575-8.650 min, 14 Scans) TOX21_400014_TMS 2.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

«10 3 |+ Scan (11.353-11.474 min, 22 Scans) TOX21_400014_TMS 2.D Subtract
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Peak (8) in "+ TIC Scan"
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--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400014_TMS 3.D Sample Name NCGC Tox21_400014 from P17 SP109728
Position 377 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms
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21.040
8,
6,
4
2 11.365 L
L 14.785
0,

8 9 10 11 12 13 14 15 16 17 18 19 20 21 22 23 24 25 26 27
Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x103 |+ Scan (7.372-7.459 min, 16 Scans) TOX21_400014_TMS 3.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 4 |+ Scan (7.933-8.066 min, 24 Scans) TOX21_400014_TMS 3.D Subtract
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Counts vs. Mass-to-Charge (m/z)
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Peak (5) in "+ TIC Scan"
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1.24 75.0
14

0.6

0.4 169.0
44.9
0.2+ 142.0 “‘
17.0 98.9
0 NN T P S | S——
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (6) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

«10 3 |+ Scan (11.330-11.480 min, 27 Scans) TOX21_400014_TMS 3.D Subtract
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Spectrum Source
Peak (8) in "+ TIC Scan"

x102 |+ Scan (14.772-14.847 min, 14 Scans) TOX21_400014_TMS 3.D Subtract
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Spectrum Source
Peak (9) in "+ TIC Scan"
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--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400014_TMS 4.D Sample Name NCGC Tox21_400014 from E24 SP109738
Position 120 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms

x10 6 |+ TIC Scan TOX21_400014_TMS 4.D
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"

x10 3 + Scan (7.279-7.348 min, 13 Scans) TOX21_400014_TMS 4.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x104 |+ Scan (7.956-8.066 min, 20 Scans) TOX21_400014_TMS 4.D Subtract
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Spectrum Source
Peak (6) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 2 |+ Scan (11.468-11.532 min, 12 Scans) TOX21_400014_TMS 4.D Subtract
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Spectrum Source
Peak (8) in "+ TIC Scan"
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Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (21.021-21.108 min, 16 Scans) TOX21_400014_TMS 4.D Subtract

6
75.1 3134

431 103.1

29.1
0 | ‘m L |, 1291 1571 1852 213.2 2412 2693 297.3 |

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Counts vs. Mass-to-Charge (m/z)

--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400014_TMS 5.D Sample Name

Position 120 Instrument Name 5975C_MR

User Name Long Acq Method

User Chromatograms

NCGC Tox21_400014 from E24 SP109778

C1_28-0_2_520_mt384_sndv.M

«10 6 |+ TIC Scan TOX21_400014_TMS 5.D
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Counts vs. Acquisition Time (min)

x10 5 |GC1 - A:Flame lonization Detector Signal #1 Translated from ChemStation FID1A.CH Signal File T...
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"
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Spectrum Source
Peak (2) in "+ TIC Scan"
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Spectrum Source
Peak (3) in "+ TIC Scan"

x10 2
1.751
1.5
1.251
14
0.75-
0.5
0.254

+ Scan (7.621-7.644 min, 5 Scans) TOX21_400014_TMS 5.D Subtract

33.9

45.0

ol || |||.||h||| |

73.0

63.0

I

p4.0 132.9

148.0

i

170.0

188.0

| | 205.0
‘| | |

20 30 40 50 60 70 8

0 90 100 110 120 130 140 150 160 170 180 190 200 210 220

Counts vs. Mass-to-Charge (m/z)

' ‘ Agilent Technologies

Page 2 of 5

Printed at: 12:32 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

x10 2
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64.0

29.0 47.0

55.9 1|68.9
18.0

J ||‘|. \M \‘\M\M Al I‘t

77.0

92.0

102.9

120.0

142.9
132.8 ‘ ‘

170.0

187.9
L L,

20 30 40 50 60 70

80 90 100 110 120 130 140 150 160 170 180 190 200
Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"
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x10 4

3.51
3,
2.5
2,
1.5
1,
0.5

0

+ Scan (8.280-8.408 min, 23 Scans) TOX21_400014_TMS 5.D Subtract

61.0

73.0
45.0

100.0

|1 86.0 || 1200

149.

0

198.0 216.0

R A R
20 40 60 80

100 120

140

169.0
160 180

Counts vs. Mass-to-Charge (m/z)

200 220 240

' ‘ Agilent Technologies

Page 3 of 5

Printed at: 12:32 PM on: 5/14/2014



Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

10 2 |+ Scan (8.928-9.021 min, 17 Scans) TOX21_400014_TMS 5.D Subtract
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Qualitative Analysis Report

Spectrum Source
Peak (10) in "+ TIC Scan"

«10 3 |+ Scan (12.087-12.168 min, 15 Scans) TOX21_400014_TMS 5.D Subtract
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Peak (11) in "+ TIC Scan"
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Spectrum Source
Peak (12) in "+ TIC Scan"
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--- End Of Report ---
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Qualitative Analysis Report

Data Filename  TOX21_400014_TMS 6.D Sample Name NCGC Tox21_400014 from J16 SP109798
Position -24 Instrument Name 5975C_MR
User Name Long Acq Method C1_28-0_2_520_mt384_sndv.M

User Chromatograms
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Response Units vs. Acquisition Time (min)
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Qualitative Analysis Report

User Spectra

Spectrum Source
Peak (1) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (4) in "+ TIC Scan"

«10 3 |+ Scan (7.644-7.713 min, 13 Scans) TOX21_400014_TMS 6.D Subtract
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Counts vs. Mass-to-Charge (m/z)

Spectrum Source
Peak (5) in "+ TIC Scan"
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Qualitative Analysis Report

Spectrum Source
Peak (7) in "+ TIC Scan"

x10 4 |+ Scan (11.625-11.735 min, 20 Scans) TOX21_400014_TMS 6.D Subtract
14

0.8+
0.6
0.4+

0.2+

0 ‘ | ‘ ‘ i ‘ | | | |
20 30 40 50 60 70 80 90 100 110 120
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Spectrum Source
Peak (8) in "+ TIC Scan"
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Spectrum Source
Peak (9) in "+ TIC Scan"

x10 4 |+ Scan (21.386-21.461 min, 14 Scans) TOX21_400014_TMS 6.D Subtract
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--- End Of Report ---

i Agilent Technologies Page 4 of 4 Printed at: 12:31 PM on: 5/14/2014



	structure: 
	viz: 
	pc: 
	gg: 


